Single crystals of the compound have been grown from aqueous solution with the stoichiometric composition betaine:KBr = 2:1 by the evaporation method.
Source of material
Single crystals of the compound have been grown from aqueous solution with the stoichiometric composition betaine:KBr = 2:1 by the evaporation method.
Experimental details
Hydrogen atoms participating in C-H bonds were placed at calculated positions and refined as riding using the SHELXL-97 defaults [1] , The hydrogen atoms of the two water molecules were located on a Fourier difference synthesis and refined as riding.
Discussion
Betaine potassium bromide dihydrate, (C5H1 iN02)KBr • 2H2O is a new member of the family of compounds BetKX (X = CI,Br,I) [2] . The study of dielectric properties as a function of temperature disclosed a structural phase transition occuring close to 150 K. No pyroelectric effect was detected in the temperature range 10 K -300 K. Examination of the structure shows that the betaine molecule and the bromine ions lie on a mirror plane parallel to the ab plane.
The potassium ion is octahedrally coordinated by four O atoms of two betaine molecules and by two water molecules. The ions form chains along the [001 ] direction in the unit cell. The bromine ion is involved in two hydrogen bonds being an acceptor of both water molecules 03-H34-Br 3.230(3) A and 04-H44-Br 3.396(4) A. The later molecule is lying disorderly either above or below the mirror plane of the aminoacid molecule. This observation is compatible with preliminary Raman results obtained for this compound [3] . The examination of the crystal structure with PLATON92 [4] shows that there are no solvent-accessible voids in the lattice. Betaine potassium bromide dihydrate (2 
